LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084763.D

Aca On : 3 Feb 2016 00:41

Operator =: SJ/1Z

Sample : PB88115BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF020116.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.144 177 180 187 rVB 36471 51179 2.99% 0.365%
2 4.830 238 240 246 rBV 527142 563060 32.92% 4.011%
3 5.287 277 280 282 rBV 424390 614391 35.92% 4_.377%
4 5.687 314 315 318 rBV 22657 30903 1.81% 0.220%
5 6.339 369 372 374 rBV 647852 607885 35.54% 4 .330%

6.464 380 383 385 rBV 543701 640790 37.46% 4 _565%
6.693 401 403 406 rVB 1375696 1147593 67.09% 8.175%
6.853 415 417 419 rBvV 485231 507909 29.69% 3.618%
7.264 450 453 455 rBvV 338038 380860 22.27% 2.713%
7.984 513 516 518 rBV 1757924 1608438 94.03% 11.458%

=
QO ~NO®

11 9.059 608 610 613 rBvV 905887 765390 44.75% 5.452%
12 9.733 666 669 672 rBV 1895297 1710481 100.00% 12.185%
13 10.522 735 738 740 rBV 343343 410432 24.00% 2.924%
14 11.208 796 798 801 rBV 1383785 1662533 97.20% 11.843%
15 12.796 935 937 939 rBV 926629 771722 45.12% 5.497%

16 13.848 1026 1029 1031 rBV 1063717 1497103 87.53% 10.665%
17 15.219 1146 1149 1152 rBV 914491 1042769 60.96% 7.428%
18 15.265 1152 1153 1160 rVB7 14820 24269 1.42% 0.173%

Sum of corrected areas: 14037707
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084763.D

Aca On : 3 Feb 2016 00:41

Operator : SJ/I1Z

Sample : PB88115BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084763.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084763.D

Aca On : 3 Feb 2016 00:41

Operator : SJ/1Z

Sample : PB88115BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4.83 9.81 ng 563060 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 3-Hexanol 102 C6H140 000623-37-0 33

Abundance Scan 240 (4.830 min): BF084763.D (-238) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 SR I U A
511, 83.0 | 440 4.60 4.80 5.00 5.20
o SSURSEENENENEINRY 1 SR 3411 FRSEEEEEESEha HcENSMURS M m/z 59.10 57.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USRI R R R
440 4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 16.89%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 5.00 520
5000 m/z 58.10 14.76%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— |....|....|..|||||||||I|\|
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 9.22%
5000
410 101.0
o150 30 T 10 | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110 | 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084763.D

Aca On : 3 Feb 2016 00:41

Operator : SJ/1Z

Sample : PB88115BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.46 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.46 11.17 ng 640790 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 383 (6.464 min): BF084763.D (-380) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 511 || o ™ ok e ok ok
Obrrprrrr et bt 830t el | M/Z 134.00  32.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
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104.0
5000 R AR R R
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2.0 510 m/z 68.10 32.42%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
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Abundance
132.0
A
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 20.61%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R L R L
132.0 6.20 6.40 6.60 6.80

m/z 96.00 12.09%
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104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||
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o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020216\
Data File : BF084763.D

Acq On : 3 Feb 2016 00:41

Operator : SJ/1Z

Sample : PB88115BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.83 9.8 ng 563060 1 6.69 1147590 20.0
unknown6 .46 6.46 11.2 ng 640790 1 6.69 1147590 20.0
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